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In the title compound, C 18 H 11 BrN 6 , the phenyl ring is almost coplanar [dihedral angle 7.2 (1) ] with the planar (r.m.s. deviation 0.039 Å ) tricyclic ring system while the 4-bromophenyl ring makes a dihedral angle of 33.98 (6) with the ring system. Weak intermolecular C-HÁ Á ÁN and C-HÁ Á ÁBr hydrogen-bonding interactions andstacking [centroidcentroid distances = 3.7971 (17) and 3.5599 (16) Å ] stabilize the crystal packing. A comparison of the structure to a MOPAC PM3 geometry optimization calculation in vacuo supports these observations.
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Comment
Fused tetrazoles are known to be related to a variety of biological activities including anticancer relationships (Hiedo & Yasuo, 1960 , 1961 . Moreover their reductive ring cleavage ability may result in the formation of synthetically important 4-aminopyrimidine derivatives which are building blocks for the construction of ring systems such as pyrimidine and imidazole (Dave & Shukla, 1997) . Furthermore, nucleophilic substitution with NaN 3 results in either the formation of an azido group or tetrazole ring. An example of these reactions has been the synthesis of (7-Bromophenyl)-9-phenyl 7H-[1,2,3,4]tetrazolo[1,5-c]pyrrolo[3,2-e] pyrimidine by two different routes, either from 4-chloro-5-phenyl-(7-Bromophenyl)-7H-pyrrolo[2,3-d]pyrimidine or from 4-hydrazino-5-phenyl-(7-Bromophenyl)-7H-pyrrolo[2,3-d]pyrimidine (Dave & Shah, 1998) and then reduced to 4-amino-5-phenyl-(7-Bromophenyl)-7H-pyrrolo[2,3-d]pyrimidine. In view of the importance of these findings, we report the crystal structure of the title compound, C 18 H 11 BrN 6 , (I).
The title compond, (I), contains a pyrrole ring with successively fused pyrimidine and tetrazole rings, together with bromophenyl and benzene rings bonded at the N1 and C3 positions in a nearly planar fashion (Fig. 1) . The nearly planar conformation of the pyrimidine ring is significant in that it is often found to be puckered which may be affected by the tetrazole and pyrrole ring fusion here. The least squares planes of the pyrimidine and tetrazole rings are oriented at the angles of 2.62 (15)° and 3.15 (15)° with the best plane of the pyrrole ring, respectively. The ortho-substituted 4-bromophenyl ring is twisted considerably, whereas the benzene ring at C3 is almost co-planar with the mean plane of the pyrrole ring, each having dihedral angles of 32.62 (15)° and 9.97 (16)°, respectively.
The crystal sructure is supported by weak C-H···Br and C-H···N intermolecular and weak C-H···N intramolecular interactions which link the molecules into chains along the [011] (Fig. 2 , Table 1 ). An R22(8) graph-set motif (Bernstein et al., 1995) is established between the pyrrole, tetrazole and benzene rings resulting from these intermolecular interactions.
Crystal packing is also supported by two π-π stacking interactions ( Fig. 3) . One is between the centroids of two pyrrole rings [Cg2-Cg2; 3.7971 (17) Å; slippage = 1.318 Å; 1-x, 1-y, -z; Cg2 = N6/C3/C6/C5/C4]. The second is between the centroids of a pyrimidine (Cg3) and benzene (Cg4) ring [Cg3-Cg4: 3.5599 (16) 
After a geometry optimized MOPAC PM3 computational calculation (Schmidt & Polik 2007) on (I), in vacuo, the angle between the mean planes of the pyrimidine, tetrazole and benzene groups become planar with the pyrrole ring in the local minimized structure. The dihedral angle between the ortho-substituted 4-bromophenyl ring and three planar tri-ring group becomes 42.28°. The separation of the H4A···H8A (2.111 Å) and H4A···H14A (2.301 Å) atoms between the pyrrole ring and the 4-bromophenyl and 9-phenyl rings before the calculations changed to 1.954 Å and 2.496 Å, respectively, after the calculation showing how the crystal packing effects significantly determine the twist of the 4-bromophenyl ring, in particular. In addition, the C3-C7 and N1-C13 bond lengths changed from 1.479 (3) Å and 1.430 (3) Å to 1.442 Å and 1.455 Å, respectively. It is clear that hydrogen bonding interactions and π-π stacking interactions significantly influence the twist angles for the molecule in this crystal.
supplementary materials sup-2 Experimental
The synthesis of (I) was carried out by two separate routes. Route 1: To a mixture of NaN 3 (0.011 m), NH 4 Cl (0.011 m) and DMSO (20 ml) was added 4-chloro-5-phenyl-(7-bromophenyl)-7H-pyrrolo[2,3-d]pyrimidine (0.001 m) in portions and stirred for 2 hrs at 363 K to give the title compound. Route 2: 4-hydrazino-5-phenyl-(7-bromophenyl)-7H-pyrrolo[2,3d]pyrimidine (0.01 m) was diazotized with an aqueous solution of NaNO 2 (20% w/v, 4.2 ml) and glacial acetic acid (40 ml) at 273-278 K under stirring conditions for 2 hrs to give the title compound. Colorless, plate-like crystals of (I) were grown by slow evaporation from 1,4-dioxane solution.
Refinement
All of the H atoms were placed in their calculated positions and then refined using the riding model with C-H = 0.95 Å, and with U iso (H) = 1.18-1.21U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
